Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.008 Å; R factor = 0.027; wR factor = 0.076; data-to-parameter ratio = 15.5. 
The title compound, [Fe( 5 -C 5 H 5 )(NH 2 CH 2 CHBrCH 2 Br)-(CO) 2 ](BF 4 ) contains an Fe II cation with a three-legged piano-stool coordination. The NH 2 CH 2 CHBrCH 2 Br ligand contains a chiral carbon atom. The Fe-N bond length is 2.011 (3) Å and the Fe-Cp centroid distance is 1.7189 (5) Å . In the crystal, the ions are linked via two N-HÁ Á ÁF interactions and a weak N-HÁ Á ÁBr interaction.
Related literature
For the synthesis of the title compound and our previous work in this area, see: M'thiruaine et al. (2012b) . For related amino complexes, see: M'thiruaine et al. (2011a,b, 2012a,b) . For piano-stool bromoalkyl complex structures, see : Friedrich et al. (2001 : Friedrich et al. ( , 2004 . For some applications of halogenated compounds, see : Gerebtzoff et al. (2004) ; Butler & Sandy (2009) .
Experimental
Crystal data [Fe(C 5 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINTPlus (Bruker, 2005) ; data reduction: SAINT-Plus and XPREP (Bruker, 2005 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 Farrugia (1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 (Gerebtzoff et al., 2004) . Thus, structural determination of halogenated molecules, particularly the chiral compounds, is warranted.
The title compound (I) has been previously reported by us as the product of the bromination of the allylamino et al., 2012b) . However, its molecular structure has not been previously reported. The compound is an enantiomerically pure chiral compound that crystallizes as the (S) (Friedrich et al., 2001) and Cp*(CO) 2 Fe{(CH 2 ) 3 Br}] (Friedrich et al., 2004) , respectively. The molecules are linked by three hydrogen bonds namely N1-H1A-F4, N1-H1A-Br1 and N1-H1B-F1 (Table 1) .
The title compound was prepared according to a reported procedure (M'thiruaine et al., 2012b) and crystals were grown by layering a concentrated solution of the compound in CH 2 Cl 2 with Et 2 O and the mixture was kept undisturbed in the dark for four days.
Refinement
Non-hydrogen atoms were first refined isotropically followed by anisotropic refinement by full matrix least-square calculations on F 2 using SHEXTL. Hydrogen atoms were first located in the difference map then positioned geometrically and allowed to ride on their respective parent atoms.
Computing details
Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT-Plus (Bruker, 2005) structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 Farrugia (1997) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
Molecular structure of the title complex with the atom labeling scheme. Ellipsoids are drawn at 50% probability level. 
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